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(57) Abstract: There is provided a method for executing a calculation of the Hartley -Fock 
method in the molecular orbital method by using a distributed-memory type parallel com- 
puter composed of a computer cluster having a plurality of computers. The method in- 
cludes: a step of dividing the density matrix required for calculation of the Fock matrix 
into a plurality of partial density matrixes and distributing/storing them in respective com- 
puters; and a step of executing operations such as two-electron integration associated with 
the partial density matrixes in each of the computers while successively transferring the 
partial density matrixes between the computers. 
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